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Table OR1 Contingency table for a pair of samples, containing the frequencies of common 
present (a), common absent (d), and exclusive metabolites for Sample 1 (b) and Sample 2 (c). 
p = a + b + c + d 
Sample 2 
1 (metabolite present) 0 (metabolite absent) 
Sample 1 
1 (metabolite present) a b 





Table OR2. List of the binary similarity coefficients, their definitions, concordance symmetry and metric properties. The notations and 
classification of similarity measures were kept the same as in the work of Todeschini et al. 2014  
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